: Average hydrophobicity at each substrate position (P4 to P4'). Based on the MEROPS cleavage data, we calculate substrate hydrophobicity using GIST (left) and the Eisenberg Scale (right). Substrate positions range from more hydrophobic, i.e., higher score on the hydrophobicity scale (white) to more hydrophilic, lower score on the hydrophobicity scale (blue).
Figure S2:
Comparison of the substrate hydrophobicity (left), the localized subpocket hydrophobicity (middle) and the protease binding interface colored by the localized hydrophobicity (right). The surface is colored from white -more hydrophobic, higher solvation free energy (cutoff: 0 kcal/mol) -to blue -more hydrophilic, more negative solvation free energy (-6 kcal/mol). The substrate hydrophobicity from Figure   S1 is depicted on the far left. Again, the values range from more hydrophobic (white) to more hydrophilic (blue). The surface hydrophobicity values range from more hydrophobic, higher (more positive) value (white) to hydrophilic, lower values (blue). were chosen as to clearly distinguish between the hydrophobic residues and the mildly hydrophilic residues, as most hydrophilic residues have values ranging between 0 and -1, with only Arginine (-2.5) and Lysine (-1.5) being the exceptions.
8 Figure S4 : The entropic contributions to hydrophobicity. Ranging from unfavorable entropic contributions (red) to low entropic contribution (white). Figure S5 : Enthalpic contribution to the hydrophobicity, ranging from very favorable, low energy (teal), to unfavorable, high energy (white).
